Key indicators: single-crystal X-ray study; T = 296 K; mean (C-C) = 0.002 Å; R factor = 0.036; wR factor = 0.102; data-to-parameter ratio = 14.4.
In the title compound, C 16 H 16 O 2 S, the central propenone group is almost planar (r.m.s. deviation = 0.009 Å ) and subtends dihedral angles of 8.55 (8) and 16.22 (8) to the 2methoxyphenyl and 2,5-dimethylthiophene residues, respectively. The dihedral angle between the ring systems is 23.47 (5) . In the crystal, molecules are linked by weak C-HÁ Á Á interactions and aromaticstacking [phenyl ring centroid-centroid separation = 3.6418 (11) Å ; thiophenethiophene ring separation = 3.8727 (9) Å ].
Related literature
For background to chalcone derivatives and related crystal structures, see: Asiri et al. (2010a,b,c Table 1 Hydrogen-bond geometry (Å , ).
Cg2 is the centroid of C1-C6 ring.
Symmetry code: (i) Àx; Ày þ 1; Àz þ 1.
Data collection: APEX2 (Bruker, 2009); cell refinement: SAINT (Bruker, 2009); data reduction: SAINT; program(s) used to solve structure: SHELXS97 (Sheldrick, 2008); program(s) used to refine structure: SHELXL97 (Sheldrick, 2008); molecular graphics: ORTEP-3 (Farrugia, 1997) and PLATON (Spek, 2009); software used to prepare material for publication: WinGX (Farrugia, 1999) and PLATON.
(2E)-1-(2,5-Dimethyl-3-thienyl)-3-(2-methoxyphenyl)prop-2-en-1-one A. M. Asiri, S. A. Khan and M. N. Tahir
Comment
In continuation of our syntheses of various chalcone derivatives containing the 2,5-dimethylthiophen-3-yl fragment (Asiri et al., 2010a,b,c) , the title compound (I, Fig. 1 ) is now reported.
Recently we have reported the crystal structures of (II) i.e., (E)-1-(2,5-dimethyl-3-thienyl)-3-(2,4,5- In (I), the group A (C1-C6/O1/C7) of 2-methoxyphenyl, the central propenone B (C8-C10/O2) and group C (C11-C16/S1) of 2,5-dimethylthiophen-3-yl are planar with r. m. s. deviation of 0.0320, 0.0096 and 0.0103 Å, respectively.
The dihedral angle between A/B, A/C and B/C is 8.55 (8), 23.47 (5) and 16.22 (8)°, respectively.
In the crystal, the molecules are linked by C-H···π interaction (Table 1) , π···π interactions between the centroids of phenyl rings at a distance of 3.6418 (11) Å [symmetry code: -x, -y, 1 -z] and between the centroids of thiophen rings at a distance of 3.8727 (9) Å [symmetry code:
Experimental A solution of 3-acetyl-2,5-dimethythiophene (0.38 g, 2.5 mmol) and 2-methoxybenzaldehyde (0.31 g, 2.5 mmol) in ethanolic solution of NaOH (3.0 g in 10 ml of methanol) was stirred for 16 h at room temperature. The solution was poured into ice cold water of pH = 2 (pH adjusted by HCl). The solid was separated and dissolved in CH 2 Cl 2 , washed with saturated solution of NaHCO 3 and evaporated to dryness. The residual was recrystallized from methanol/chloroform to affoard light yellow prisms of (I).
Yield: 76%; m.p. 364-365 K.
Refinement
The H-atoms were positioned geometrically (C-H = 0.93-0.96 Å) and refined as riding with U iso (H) = xU eq (C), where x = 1.5 for methyl and x = 1.2 for aryl H-atoms. as those based on F, and R-factors based on ALL data will be even larger.
Fractional atomic coordinates and isotropic or equivalent isotropic displacement parameters (Å 2 )
x y z U iso */U eq S1 0.32353 (2) −0.13828 (7) 0.0438 (7) 0.1110 (12) 0.0373 (7) 0.0210 (7) 0.0076 (5) 0.0071 (7) C1 0.0298 (8) 0.0410 (9) 0.0385 (8) 0.0003 (6) 0.0091 (6) −0.0011 (6) C2 0.0351 (8) 0.0551 (10) 0.0394 (9) 0.0053 (7) 0.0061 (7) 0.0009 (7) C3 0.0500 (10) 0.0637 (12) 0.0351 (8) 0.0017 (9) 0.0117 (7) 0.0008 (8) C4 0.0452 (10) 0.0720 (13) 0.0459 (10) 0.0016 (9) 0.0221 (8) −0.0019 (9) C5 0.0322 (8) 0.0642 (12) 0.0488 (10) 0.0059 (8) 0.0130 (7) −0.0019 (8) C6 0.0321 (8) 0.0445 (9) 0.0367 (8) 0.0014 (7) 0.0081 (6) 0.0000 (7) C7 0.0359 (9) 0.0684 (12) 0.0490 (10) 0.0113 (8) −0.0001 (7) 0.0044 (8) C8 0.0335 (8) 0.0471 (9) 0.0378 (8) 0.0028 (7) 0.0088 (6) 0.0026 (7) C9 0.0323 (8) 0.0566 (10) 0.0375 (8) 0.0064 (7) 0.0089 (6) 0.0032 (7) C10 0.0336 (8) 0.0495 (10) 0.0364 (8) 0.0030 (7) 0.0081 (7) 0.0018 (7) (7) 0.0102 (6) −0.0011 (7) C13 0.0352 (9) 0.0502 (10) 0.0477 (9) 0.0018 (7) 0.0091 (7) 0.0038 (8) C14 0.0393 (10) 0.0759 (14) 0.0635 (12) 0.0070 (9) −0.0038 (9) 0.0046 (10) C15 0.0401 (9) 0.0480 (10) 0.0405 (8) 0.0059 (7) 0.0156 (7) 0.0056 (7) C16 0.0727 (13) 0.0774 (14) 0.0416 (10) 0.0210 (11) 0.0224 (9) −0.0023 (9) Geometric parameters (Å, °) S1-C13 1.7217 (17) C13-C14 1.499 (3) S1-C15 1.7150 (17) C15-C16 1.500 (2) supplementary materials sup-7 Fig. 1 
